Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.047; wR factor = 0.136; data-to-parameter ratio = 23.6.
In the title Schiff base compound, C 21 H 22 Cl 2 N 4 S, the triazole ring makes dihedral angles of 2.15 (11) and 87.48 (11) with the 2,6-dichlorophenyl and methylpropylphenyl rings, respectively. Weak intramolecular C-HÁ Á ÁS and C-HÁ Á ÁCl interactions generate S(6) and S(5) ring motifs, respectively. In the crystal structure, centrosymmetrically related molecules are linked into dimers by N-HÁ Á ÁS hydrogen bonds. These dimers are arranged into sheets parallel to the ab plane and are stacked along the c axis. C-HÁ Á Á interactions involving the methylpropylphenyl ring andinteractions involving the dichlorophenyl ring [centroid-centroid distance = 3.5865 (3) Å ] are also observed.
Related literature
For related literature on hydrogen-bond motifs, see: Bernstein et al. (1995) . For bond-length data, see: Allen et al. (1987) . For related structures, see: Fun et al. (2008a,b) . For background to the activities and applications of 1,2,4-triazole derivatives, see: Almasirad et al. (2004) ; Al-Soud et al. (2003) ; Amir & Shikha (2004) ; Holla et al. (2003) ; Kawashima et al. (1987) ; Palaska et al. (2002) ; Walczak et al. (2004) ; Zitouni et al. (2005) Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of the C1-C6 ring. Symmetry codes: (i) Àx þ 2; Ày À 1; Àz; (ii) Àx þ 1; Ày; Àz.
Data collection: APEX2 (Bruker, 2005) ; cell refinement: APEX2; data reduction: SAINT (Bruker, 2005) ; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2003 Comment 1,2,4-Triazoles and their derivatives represent an overwhelming and rapid developing field in modern heterocyclic chemistry. A degree of respectability has been bestowed for 1,2,4-triazole derivatives due to their antibacterial, antifungal (Zitouni et al., 2005) , antitubercular (Walczak et al., 2004) , anticancer (Holla et al., 2003) , antitumor (Al-Soud et al., 2003) , anticonvulsant (Almasirad et al., 2004) , antiinflammatory, and analgesic properties (Amir & Shikha, 2004) . Certain 1,2,4-triazoles also find applications in the preparation of photographic plates, polymers, and as analytical agents (Kawashima et al., 1987) .
Similarly, ibuprofen belongs to the class of Non-Steroidal Anti-Inflammatory Drugs (NSAIDs) with antipyretic, anti-inflammatory and analgesic properties (Palaska et al., 2002) . Our earlier studies involved synthesis of heterocyclic compounds which contain in their structures both the ibuprofen and 1,2,4-triazole fragments (Fun et al., 2008a,b) . In this connection and in continuation of our interest in the synthesis of chemically and biologically important heterocycles, we report here the crystal structure of a substituted 1,2,4-triazole Schiff base carrying only the ibuprofen moiety.
In the title Schiff base compound ( Fig. 1) , the 1,2,4 triazole ring (C8-C9/N1-N3) is planar with a maximum deviation of 0.009 (2) Å for atom N3. The 1,2,4 triazole ring is co-planar with the 2,6-dichlorophenyl (C11-C16) ring [dihedral angle = 2.15 (11)°] but is almost perpendicular to the methylpropylphenyl (C1-C6) ring with a dihedral angle of 87.48 (11)°. The methylidene amino linkage (N4/C10) is slightly twisted from the mean plane of the 1,2,4 triazole ring as indicated by the torsion angle C9-N3-N4-C10 of 26.4 (3)°. Weak C-H···S and C-H···Cl intramolecular interactions generate S(6) and S(5) ring motifs, respectively (Bernstein et al., 1995) . The bond distances and angles have normal values (Allen et al., 1987) and are comparable with closely related structures (Fun et al., 2008a,b) .
In the crystal structure, centrosymmetrically related molecules are linked into dimers (Fig. 2 ) by N-H···S hydrogen bonds (Table 1) . These dimers are arranged into sheets parallel to the ab plane and these sheets are stacked along the c axis ( Fig. 3 ). In addition, the crystal structure is stabilized by C-H···π interactions (Table 1) involving the C1-C6 ring (centroid Cg1) and π-π interaction involving the C11-C16 ring (centroid Cg2) [Cg 2 ···Cg 2 ii = 3.5865 (3) Å, symmetry code:
Experimental
The title compound was obtained by refluxing 4-amino- All H atoms were placed in calculated positions (N-H = 0.86 Å and C-H = 0.93-0.98 Å) and refined using a riding model, with U iso (H) = 1.2U eq (C,N) and 1.5U eq (C methyl ). A rotating group model was used for the methyl groups. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.79027 (6 (7) 0.0055 (7) 0.0016 (7) N2 0.0272 (9) 0.0240 (8) 0.0228 (8) 0.0152 (7) 0.0061 (7) 0.0030 (7) N3 0.0210 (8) 0.0184 (7) 0.0182 (8) 0.0081 (6) 0.0061 (6) 0.0043 (6) N4 0.0241 (8) 0.0230 (8) 0.0247 (9) 0.0120 (7) 0.0080 (7) 0.0072 (7) C1 0.0245 (10) 0.0248 (10) 0.0144 (9) 0.0095 (8) 0.0034 (7) 0.0036 (7) (8) C7 0.0251 (10) 0.0229 (9) 0.0195 (9) 0.0103 (8) 0.0064 (8) 0.0042 (7) C8 0.0249 (10) 0.0194 (9) 0.0199 (9) 0.0075 (8) 0.0069 (7) 0.0051 (7) C9 0.0227 (9) 0.0165 (8) 0.0212 (9) 0.0067 (7) 0.0071 (7) 0.0039 (7) C10 0.0216 (9) 0.0203 (9) 0.0237 (10) 0.0066 (8) 0.0081 (8) 0.0054 (7) C11 0.0192 (9) 0.0203 (9) 0.0235 (10) 0.0049 (7) 0.0062 (8) 0.0072 (7) 
